Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.068; wR factor = 0.171; data-to-parameter ratio = 12.8.
In the title molecule, C 12 H 11 NO 4 , the two acetyl C-C O planes are inclined to the benzene ring at angles of 18.03 (8) and 80.75 (7) . In the crystal, adjacent molecules are linked into centrosymmetric dimers by pairs of C-HÁ Á ÁO interactions.
Related literature
For metal-complexes with -diketones, see: Youngme et al. (2007) ; Ma et al. (2005) ; Soldatov et al. (2003) ; Hinckley (1969) .
Experimental
Crystal data C 12 H 11 NO 4 M r = 233.22
Monoclinic, P2 1 =c a = 16.0634 (9) Å b = 5.2470 (3) Å c = 14.9774 (9) Å = 114.117 (1) V = 1152.18 (12) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 298 (2) K 0.20 Â 0.10 Â 0.10 mm
Data collection
Bruker SMART 4K CCD areadetector diffractometer Absorption correction: none 4779 measured reflections 1998 independent reflections 1400 reflections with I > 2(I) R int = 0.048 Refinement R[F 2 > 2(F 2 )] = 0.068 wR(F 2 ) = 0.171 S = 1.07 1998 reflections 156 parameters H-atom parameters constrained Á max = 0.21 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày À 1; Àz þ 1.
Data collection: SMART (Bruker, 1997) ; cell refinement: SAINT (Bruker, 1999) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
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3-(3-Nitrobenzylidene)pentane-2,4-dione C. Wu
Comment β-Diketone as an excellent chelating group has been widely used in supramolecular chemistry. It can form a variety of complexes with various transition-metals (e.g. Cu, Co, Ni, Mn, Pd, etc.) or rare-earth metals (e.g. Eu, Sm, La, Gd, etc.) (Youngme et al., 2007; Ma et al., 2005) . These metal complexes have significant applications in material science or act as chemical shift reagents (Soldatov et al., 2003; Hinckley, 1969) . Herein, we prepared and crystallized 3-(3-nitrobenzylidene)pentane-2,4-dione, (I).
The title compound can be considered as an alkene having two CH 3 C(O)-substituents on one side of the double bond and the (NO 2 )C 6 H 3 -unit substituend on the other. The acetyl group trans to the H substituent is not coplanar with the double bond and the aromatic system as a twist is necessary to avoid crowding with the H atom of the aromatic ring. The molecules are connected mainly by intermolecular C-H···O interactions.
Experimental Piperidine (0.85 g, 10 mmol) was added to a dimethylformamide solution (30 ml) of acetylacetone (1 ml, 10 mmol) and 3-nitrobenzaldehyde (1.51 g, 10 mmol). The mixture was heated at 413 K for 6 h. The mixture was poured into water (300 ml) and the organic phase was extracted with ethyl acetate. The ethyl acetate extract was dried over sodium sulfate and the solvent removed under reduced pressure to yield the crude product, which was recrystallized from ethanol to afford colourless crystals in 50% yield.
Refinement
All H atoms were positioned geometrically (C-H = 0.93-0.96 Å) and refined as riding, allowing for free rotation of the methyl groups. The constraint U iso (H) = 1.2U eq (C) or 1.5U eq (C) (methyl C) was applied. supplementary materials sup-6 Fig. 1 
